Related literature
For the crystal structure of a very similar compound, 3-(4chlorophenyl)-4-(4-phenyl-3 0 ,4 0 -dihydro-1 0 H,4H-spiro[isoxazole-5,2 0 -naphthalen]-1 0 -one, see: Subbiah Pandi et al. Katritzky et al. (2003) ; Kerbal et al. (1990) ; Kooijman et al. (1984) ; Seifert et al. (1976) ; Smietana et al. (1999) . Refinement R[F 2 > 2(F 2 )] = 0.049 wR(F 2 ) = 0.123 S = 1.01 3798 reflections 283 parameters H-atom parameters constrained Á max = 0.52 e Å À3 Á min = À0.21 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: X-AREA (Stoe & Cie, 2005); cell refinement: X-AREA; data reduction: X-RED32 (Stoe & Cie, 2005); program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: PLATON (Spek, 2003) and Mercury (Macrae et al., 2006) ; software used to prepare material for publication: SHELXL97. -3-(4-nitrophenyl)-4-phenyl-4,5,1',2',3',4'-hexahydrospiro[isoxazole-5,2'-naphthalen (Howe & Shelton, 1990; Smietana et al., 1999) . Many 4-chromanone derivatives are versatile intermediates for the synthesis of natural products such as brazillin, hematoxylin, ripariochromene, clausenin, calonlide A and inophyllum B (Kooijman et al., 1984; Ellis et al., 1997; Chenera et al., 1993) . Chromanone heterocycles have also attracted much attention owing to their important pharmacological properties (Chaouni-Benabdallah et al., 2001) . As a extention of our pharmacological studies on the structure-antituburcular activity relationships in 3-armed imidazo[1,2-a]pyrimidines (Debaerdemaeker et al., 1977; Seifert et al., 1976; Anaflous et al., 2004) , we synthesized 4'-methyl-4-(4-phenyl)-3-(4-nitrophenyl)-3',4'-dihydro-1'H,4H-spiro[isoxazole-5,2'-naphthalen]-1'-one (III). Some analogous structures have been reported previously (Katritzky et al., 2003; Bakavoli et al., 2005) . The title compound, (III), was prepared by the action of para-nitro-benzaldoxime (II),
4'-Methyl
The molecular structure of compound (III) is illustrated in Fig The best least-squares plane through atoms O2,N1,C12,C11 [planar to within 0.008 (2) Å], of the isoxazoline ring A, is inclined to the best least-squares planes through phenyl ring E (C4-C9) by 86.95 (11)°, and to the best least-squares plane through rings B (C13-C18), and C (C19-C24) by 7.47 (11) and 83.47 (11) °, respectively. Ring C is inclined to rings B and E by 78.97 (10)° and 78.66 (11) °, respectively.
The rigid pharmacophore site, O(sp2)-C-C-O(sp3), is characterized by an O···O spatial distance of 3.113 (2) Å (O1···O2), with a torsion angle (O2-C1-C10-O1) of 97.8 (2) °. The bond distances and angles are very similar to those
In the crystal structure of (III) symmetry related molecules are linked by intermolecular C-H···O contacts (Table 1 and 
Experimental
Compound (III) was synthesized by the action of para-nitro-benzaldoxime (II) on 4-methyl-2-[(E)-phenylmethylidene]-3,4-dihydro-1(2H)-naphthalenone (I). The latter was prepared according to the method described previously (Arnold et al., 1947) . Its conformational analysis has also been reported (Kerbal et al., 1990) .
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In a 100 ml flask, 2 mmoles (0.5 g) of (I) and 0.4 g (2.4 mmoles) mmoles of (II) were dissolved in 20 ml of chloroform. The mixture was cooled to 0°C under magnetic stirring in an ice bath. Then 15 ml of bleach at 18° was added in small doses without exceeding 5°C. The mixture was left under magnetic stirring for 16 h at room temperature, then washed with water until the pH was neutral. It was then dried on sodium sulfate. The solvent was evaporated with a rotating evaporator and the oily residue obtained dissolved in ethanol. The precipitated cycloadduct was then analysed by TLC, which indicated the limited formation of two of the 4 stereoisomers for (III) in a 9:1 ratio. The major stereoisomer, (III), was then crystallized in ethanol giving colourless block-like crystals (61% yield), M.p. = 150-153 °C.
Refinement
The H atoms were included in calculated positons and treated as riding atoms with C-H = 0.95 − 1.00 Å and U iso (H) = 1.2 or 1.5U eq (C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
0.0591 (10) 0.0291 (7) 0.0472 (9) −0.0119 (7) 0.0295 (8) −0.0113 (7) O2 0.0284 (7) 0.0377 (7) 0.0232 (7) −0.0041 (6) 0.0074 (6) 0.0007 (5) (14) 0.0626 (12) −0.0111 (9) 0.0225 (9) −0.0100 (10) N1 0.0258 (9) 0.0308 (8) 0.0279 (9) −0.0031 (6) 0.0080 (7) 0.0005 (7) N2 0.0529 (14) 0.0509 (12) 0.0537 (13) −0.0081 (10) 0.0320 (11) −0.0020 (10) C1 0.0249 (9) 0.0252 (9) 0.0233 (9) −0.0006 (7) 0.0052 (8) −0.0002 (7) (8) C10 0.0267 (10) 0.0266 (9) 0.0275 (10) −0.0007 (7) 0.0058 (8) −0.0012 (8) C11 0.0247 (9) 0.0228 (9) 0.0241 (9) −0.0021 (7) 0.0068 (8) −0.0025 (7) C12 0.0256 (10) 0.0192 (8) 0.0266 (10) −0.0008 (7) 0.0051 (8) 0.0004 (7) C13 0.0296 (10) 0.0221 (9) 0.0299 (10) 0.0002 (7) 0.0105 (8) 0.0013 (7) supplementary materials sup-9 
